Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.037; wR factor = 0.101; data-to-parameter ratio = 15.3.
Related literature
For background to the synthetic applications of 2,4-diaryl-4oxo-butanenitriles, see: Coudert et al. (1990 Coudert et al. ( ), 1988 ; Iida et al. (2007) . For the preparation of the title compound, see: Coudert et al. (1990) . For the structure of the unsubstituted parent compound, see: Abdel-Aziz et al. (2012) .
Experimental
Crystal data C 17 H 15 NO 2 M r = 265.30 Orthorhombic, Pbca a = 9.5730 (2) Å b = 8.7748 (2) Å c = 32.0620 (7) Å V = 2693.25 (10) Å 3 Z = 8 Cu K radiation = 0.69 mm À1 T = 100 K 0.30 Â 0.30 Â 0.05 mm
Data collection
Agilent SuperNova Dual diffractometer with an Atlas detector Absorption correction: multi-scan (CrysAlis PRO; Agilent, 2011) T min = 0.651, T max = 1.000 6569 measured reflections 2764 independent reflections 2410 reflections with I > 2(I) R int = 0.019 Refinement R[F 2 > 2(F 2 )] = 0.037 wR(F 2 ) = 0.101 S = 1.02 2764 reflections 181 parameters H-atom parameters constrained Á max = 0.21 e Å À3 Á min = À0.21 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg is the centroid of the C11-C16 ring. 
Data collection: CrysAlis PRO (Agilent, 2011); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) . (Coudert et al., 1990; Coudert et al., 1988; Iida et al., 2007) are the 2,4-diaryl-4-oxo-butanenitriles. Herein, the crystal structure of a 2,4-diaryl-4-oxo-butanenitrile derivative, 4-(4-methoxyphenyl)-4-oxo-2-phenylbutanenitrile (I), is described. The structure of the parent compound is known (Abdel-Aziz et al., 2012) .
In (I), Fig Table 1 .
Experimental
Acetone cyanohydrin (0.045 mol) and 10% aqueous sodium carbonate (0.0015 mol and 1.5 ml water) were added to solution of 3-(4-methoxyphenyl)-1-phenylprop-2-en-1-one (0.015 mol) in ethanol (50 ml). The mixture was heated at reflux temperature for 4 h. After cooling, the product which separated out was filtered off and recrystallized from methanol solution.
Refinement
Carbon-bound H-atoms were placed in calculated positions [C-H = 0.95 to 1.00 Å, U iso (H) = 1.2-1.5U eq (C)] and were included in the refinement in the riding model approximation.
Computing details
Data collection: CrysAlis PRO (Agilent, 2011) ; cell refinement: CrysAlis PRO (Agilent, 2011) ; data reduction: CrysAlis PRO (Agilent, 2011); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) . Special details Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell e.s.d.'s are taken into account individually in the estimation of e.s.d.'s in distances, angles and torsion angles; correlations between e.s.d.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell e.s.d.'s is used for estimating e.s.d.'s involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.27711 (10) 0.07603 (11) Symmetry codes: (i) −x+1/2, y+1/2, z; (ii) −x+3/2, y+1/2, z; (iii) x+3/2, −y−1/2, −z+1; (iv) −x+1, −y+1, −z+1.
